. Electronic Energies (E), and Gibbs Free Energies (G) of low-energy conformers at M06-2X/6-31+G (d,p) [IEF-PCM -CHCl 3 ] of lactone 2'. The highlighted entries correspond to structures considered in the calculation of NMR properties and Boltzmann distribution.
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ΔG ( Table S4 . Geometries of low-energy conformers at M06-2X/6-31+G(d,p) of lactone 3'. Table S8 . Geometries of low-energy conformers at M06-2X/6-31+G(d,p) of lactone 5. Table S10 . Geometries of low-energy conformers at M06-2X/6-31+G(d,p) of lactone 6.
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The Tables S11, S12, S13, and S14 follow the numeration depicted in the figure bellow. H 5b H 5a Table S12 . Table S16 . Electronic Energies (E), and Gibbs Free Energies (G) of low-energy conformers of lactone 1 at M06-2X/6-31+G(d,p) ].
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